. Cartesian coordinates of N2, GA monomers and GA … N2 complexes of the 1:1 stoichiometry calculated at MP2/6-311++G(2d,2p) level. SSC C 0.73300100 -0.75124500 0.00000800 H 0.70795700 -1.39240000 -0.88055400 H 0.70795700 -1.39237900 0.88058600 C -0.51158500 0.09934900 -0.00000100 O -0.49686000 1.31106000 -0.00000600 O -1.63678200 -0.64330000 0.00000100 H -2.37993300 -0.02471000 -0.00000200 O 1.89019500 0.05154400 -0.00000400 H 1.58309600 0.96644300 0.00000000 SSC1 C -2.19728600 0.51298200 0.00003100 H -2.39454400 1.12362800 -0.88048300 H -2.39449800 1.12359300 0.88058100 C -0.73575500 0.14192300 -0.00001600 O -0.33819900 -1.00416900 -0.00003800 O 0.06556200 1.22243400 -0.00002400 H 0.97950100 0.90161700 -0.00005200 O -3.00771600 -0.63929300 0.00002000 H -2.40215700 -1.39098100 -0.00002100 N 3.09629900 0.11824400 -0.00000400 N 4.05409600 -0.44953800 0.00003600 SSC2 C -1.40901000 1.10190500 0.00000300 H -1.97522000 1.40619800 0.88001900 H -1.97520400 1.40621000 -0.88001800 C -1.31572500 -0.40251800 -0.00000600 O -0.26996400 -1.01441900 0.00000400 O -2.53226100 -0.98580800 -0.00002300 H -2.38319200 -1.94109100 -0.00002500 O -0.13199800 1.69324100 0.00001800 H 0.51174200 0.97416600 0.00002000 N 2.82382400 0.08978000 0.00001100 N 3.69675800 -0.60205300 -0.00000700 SSC3 C 0.88502500 0.91815700 -0.65295900 H 0.29241500 0.68541800 -1.53532700 H 1.86705700 1.25653200 -0.98531700 C 1.07351000 -0. . Plot showing changes of the energy, nC=O, dOH wavenumbers calculated for each point of the relaxed potential energy scan for the bending movement of the N2 molecule in SSC1 complex calculated at the B3LYPD3 and MP2 levels with 6-311++G(2d,2p) basis set versus deviation of the C4O6N10 angle .DE (in kJ mol -1 ) is the energy difference between the values obtained for the global minimum and each partially optimized geometry;The zero value of this angle corresponds to the global minimum value.
